2
. Table S2 -Main structural parameters of 1,1,1-trinitrobutane (n C =4) and its analogues with different lengths of carbon chain (n C =1-8). Table S3 -Main structural parameters of the radical issued from the C-N breaking (Rad1) in 1,1,1-trinitrobutane (n C =4) and its analogues with different lengths of carbon chain (n C =1-8). -2.5 -9.8 -10.4 -10.5 -10.7 -10.8 -10.9 N 1 -C 1 -C 2 -C 3 N.A. N.A. 107.4 107.5 107.4 107.5 107.5 107.5 Table S5 -Main structural parameters of the product issued from the HONO elimination mechanism (Prod1) in 1,1,1-trinitrobutane (n C =4) and its analogues with different lengths of carbon chain (n C =1-8). 
